Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.002 Å; some non-H atoms missing; disorder in solvent or counterion; R factor = 0.046; wR factor = 0.130; data-to-parameter ratio = 21.7.
Related literature
For aminobisphenolato ligands in coordination chemistry, see: Wichmann et al. (2012) . For applications of their metal complexes, see: Barroso et al. (2010) ; Wong et al. (2010) ; Kannan et al. (2008) ; Pang et al. (2008) ; Tshuva et al. (2001) . For background to the synthetic procedure and related structures, see: Hancock et al. (2011); Manna et al. (2008) ; Mohanty et al. (2008) ; Guo et al. (2003) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). Data collection: APEX2 (Bruker, 2009 ); cell refinement: SAINT (Bruker, 2009 ); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication: publCIF (Westrip, 2010) and PLATON (Spek, 2009 In coordination chemistry, various ligands are used to control the environment of the metal. Especially, the electronic and steric properties of ligands are used to control the reactivity of metal species. Aminobisphenolato ligand is attractive, because its substituents at the phenolate rings as well as the position and nature of the side chain donor are easily tuneable features; thus different electronic and steric properties are available (Wichmann et al. 2012) . Such metal complexes have been found to display catalytic activity for polymerization of cyclic esters (Hancock et al., 2011 ) (biodegradable polymers) and polymerization of olefins (Tshuva et al., 2001) . They can also catalyse Tischenko reactions (Pang et al., 2008) , sulfoxidations (Barroso et al., 2010) , olefin epoxidation (Wong et al., 2010) , hydrogenation of ketones (Kannan et al., 2008) and Mizorokie-Heck coupling reaction (Mohanty et al., 2008) . Generally, aminobisphenolato ligands are prepared by Mannich condensation from formaldehyde, phenol and a primary amine (Manna et al., 2008; Guo et al., 2003) . Herein we present a new ligand, in which two substituted phenols are bridge-linked by a tetrahydropyrimidine ring. The molecules form a mirror symmetric structure, as illustrated in Scheme 1.
In the title compound, the C-N bond distances are between 1.4580 (14) to 1.4763 (15) Å whereas the bond length of C -O is 1.3763 (15) Å. The bond angles around the nitrogen atoms range from 110. 35 (12) o to 112.08 (10) o , which is in agreement with those in similar structure (Guo et al., 2003) . Two phenolate groups are linked by a tetrahydropyrimidine ring. The overall geometry is mirror-symmetric ( Fig.1) . The six-member 1,3-diazacyclohexane ring displays in a chairconfiguration. Compound molecules were stabilized by hydrogen bonds including intra-molecular O-H···N interaction and inter-molecular O-H···O interaction (Fig. 2 ).
The title compound was prepared as follows. To a solution of 2,4-di-butylphenol (24.77 g, 0.12 mol) in 20 ml of methanol was added 7 ml of formaldehyde(0.08 mol) and 2.0 ml 1,3-propanediamine. The mixture was refluxed for 3 d at (aromatic and alkenyl) U iso (H) = 1.2U eq (C). The dispalcement parameters for the water O atom were very large at full occupancy. When refined, its fractional occupancy converged to close to 0.25 and was then set at this value.
Computing details
Data collection: APEX2 (Bruker, 2009 ); cell refinement: SAINT (Bruker, 2009 ); data reduction: SAINT (Bruker, 2009 );
program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: SHELXTL (Sheldrick, 2008) ; software used to prepare material for publication:
publCIF (Westrip, 2010) and PLATON (Spek, 2009 ).
Figure 1
The molecular structure of the title compound with ellipsoids scaled to 30% probability. Extinction coefficient: 0.0034 (7) 
Special details

